C42H42CI2N8O10, triclinic, PI (no. 2), a = 9.625(1) A, b = 9.929(3) A, c = 11.860(2) A, a = 108.12(2)°, fi = 73.24(1)°, y = 87.38(1)°, V= 1019.9 A 3 , Z = 1, Rgi(F) = 0.043, wR^F 2 ) = 0.131, 7=293 K.
and their Uij equated. H19, H02A and H2B were located by Fourier difference synthesis. Only H02A was included in the refinement. All other H atoms were restrained (included as riding atoms), with isotropic temperature parameters fixed at 1.2 U e q of the parent atom (1.5 U eq for methyl). In the final cycles of refinement, the position of atom C2A of the fumaric acid molecule (A) was split into two sites, C2A1 and C2A2, with occupation factors of 0.56 and 0.44, respectively (figure, bottom). The introduction of this disordered distribution improved the residual densities in the final difference map and also the conventional R and wRfF 2 ) values. No significant electron density peak was found near 02B.
Discussion
The titled compound, a fumarate salt of 8-chloro-5-(4-methylpiperazin-1 -yl)pyrido [2,3-i>] [ 1, 5] benzoxazepine [2, 3] also called JL13 was prepared as part of our study of dopamine receptors and related binding sites implicated in schizophrenia [1, 4] . Extensive investigations have revealed a very promising antipsychotic profile in several preclinical models [5] , The oxazepine ring has a boat conformation where the four C atoms of the outer ring junction are almost coplanar: the maximum deviation from their mean plane is 0.022(1) A (cf. JL13: 0.021(1) A [2] ). The deviation of the 'prow of the boat', viz. 05, is -0.615(3) A, and those of N12 and C13 ('the stern') -0.629(4) A and -0.699(4) A, respectively. The corresponding deviations in JL13 are larger: -0.668(1) A, -0.667(1) A and -0.762(1) A, respectively [2] . The distances between the methylpiperazine atom N19 and the centres of the two aromatic rings are 7.545(4) A and 5.958(4) A, respectively (7.758(2) A and 6.154(2) A for JL13 [2] ). The dihedral angle between the benzene and pyridine rings is 122.49(14)° (113,99(7)° for JL13 [2] ). The torsion angle N12-C13-N16-C17 (142.8(2)°) is smaller than the equivalent one in JL13 (149.35(13)° [2] ). The tetrahedral conformation of N19 is similar in both structures: in the fumarate salt, the sum of the three C-N19-C angles is equal to 331.5(1)°, in comparison with 332.05(7)° for JL13. The conformation around N16 is more tetrahedral in the salt than in JL13, with the sums of the three external angles around N16 equal to 346.6(1)° and 352.91(6)°, respectively. Hie centres of symmetry of the fumaric acid molecules coincide respectively with the 1/2,1/2,0 and the 1/2,1/2,1/2 sites. So the asymmetric part of the unit cell contains three residues: the 8-chloro-5-(4-methylpiperazinium-1 -yl)pyrido[2,3-f>] [1, 5] benzoxazepine molecular ion with a protonated N19 + amine, half a fumaric acid molecule (A) and half a fumarate moiety (B) with a COO" group. 
